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Method and Results
Quite generally the true superstructure may be written as the sum o f the average structure plus a difference structure, Q(r) = Q 0(r) + ÖQ(r) , where the second equality defines an abbreviated notation o f the representative symmetry elements, which coincides with the choice o f [11] . N ote that the fractional coordinates associated with the perpendicular twofold rotation axes C2 and C'{ simply place them at the correct heights l / 2x (frac tion) (cf. Fig. 1 a for Table 3 ). Basis vectors for this IR were calculated with the help o f projec tion operators and are shown in Figure 2 . The elements g5 and g3 becom e (CflOO-j) and (C3 |00-f) respectively in the large unit cell. M oreover, in A3 it is possible to com bine the basis vectors such that also three o f the perpendicular twofold axes are conserved (in agreem ent with the symmetry o f the observed diffraction pattern), e.g. is in variant under g-,, g u and g'9 (see Table 3 ). These elements constitute the group P322.
The least squares fit to the measured intensities (X-ray and neutron data) converged, but yielded Tables 1 and 2 only r 6, Ax and A2 fulfill this requirement (leaving no principal axis at all) and from Table 3 Table 4 M\ and M2 yield an orthorhombic symmetry. However, only M2 leading to space group P 2 ,2 12 1 (g,, gA, g% and g'u are conserved) is consistent with the observed ex tinctions. This transition is connected with an order-ing o f the guest m olecules in adjacent channels and a simultaneous (orthorhombic) deform ation o f the host channels. Clearly, this again has to be regarded as an average structure, whereas the true structure is at most monoclinic from similar arguments as above.
Full account o f the structural details will be published in a forthcoming paper [13, 2] , where also comparisons are made with the results from differ ence Patterson methods (which support the results given here). It should be remarked that the sym metry aspects o f substructure-superstructure prob lems can also be discussed in terms o f ordinary group-subgroup relations [14] . However, we feel that the use o f representation theory facilitates an exhaustive consideration o f all possibilities, since it prescribes a rather straight-forward systematic approach. It should be added that the m ethod will not be successful when too many IR's are involved at the same time.
